Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.115; data-to-parameter ratio = 12.9.
Data collection
Bruker SMART CCD area-detector diffractometer 13657 measured reflections 6509 independent reflections 4745 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.115 S = 1.08 6509 reflections 506 parameters H-atom parameters not refined Á max = 0.57 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
Cg is the centroid of the C61-C66 ring.
D-HÁ Á ÁA
D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C15-H15Á Á ÁCg 0.93 2.97 3.787 (2) 147 Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . The title compound, (I), has been shown to be an precursor for the production of hole transporting and/or emitting materials (Shen et al., 2005) . One pot synthesis of a benzofuran derivative with a 2-substituent has been achieved by the Pd complex catalyzed Sonogashira coupling reaction of 2-iodophenol with terminal alkynes, followed by cyclization of the internal alkynes formed. The molecular structure is shown in Fig. 1 . The dihedral angle between the benzofuran and benzene rings is 5.09 (8)° (C11-C16), 59.02 (8)° (C21-C26), and 67.74 (8)° (C41-C46) [18.70 (8)° (C61-C66), 52.78 (8)° (C71-C76), and 41.74 (8)° (C81-C86) for the second molecule]. There are no significant C-H···O hydrogen bonding interactions between molecules. Weak intermolecular C-H···π interactions help to stabilize the crystal structure. As shown in Fig. 1 , the three phenyl rings of the amino group are arranged in a propeller-like, non-coplanar fashion. The pyramidalization of the NC 3 core is weak, the N lone pair may be delocalized, mainly toward the benzofuran and increase the conjugated strength (Wang et al., 2001) .
Experimental
The compound was synthesized by the following procedure. A two-necked round-bottomed flask was charged with PdCl 2 (PPh 3 ) 2 (100 mg), (4-ethynyl-phenyl)-diphenyl-amine (1.55 g, 5.46 mmol), CuI (30 mg), 2-iodophenol (1.00 g, 4.55 mmol), triethylamine (1.3 ml), and DMF (10 ml), and the reaction mixture stirred under nitrogen and heated at 333 K for 24 h. After cooling, the mixture was diluted with diethyl ether and the organic phase was washed with water and brine.
After drying over anhydrous MgSO 4 and removing the volatiles, the residue was purified by column chromatography using CH 2 Cl 2 /n-hexane as eluent, followed by recrystallization from CH 2 Cl 2 and hexane to yield 0.60 g (37%) of (I) as a white solid. Crystals suitable for X-ray diffraction were grown from a CH 2 Cl 2 solution layered with hexane at room temperature. NO: C, 86.40; H, 5.30; N, 3.88. Found: C, 86.54; H, 5.38; N, 3.78 .
Refinement
H atoms were located geometrically and treated as riding atoms, with C-H = 0.93 Å, and with U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
0.93820 (12) 0.65312 (10) 0.16480 (7) 0.0255 (3) 
0.0275 (7) 0.0278 (7) 0.0355 (8) 0.0112 (6) 0.0160 (6) 0.0056 (6) O52 0.0273 (7) 0.0302 (7) 0.0224 (7) 0.0120 (6) 0.0070 (6) 0.0038 (6) N1 0.0355 (10) 0.0227 (8) 0.0310 (9) 0.0108 (7) 0.0111 (7) 0.0013 (7) N2 0.0320 (9) 0.0239 (8) 0.0274 (9) 0.0108 (7) 0.0103 (7) 0.0014 (7) 
Hydrogen-bond geometry (Å, °)
D-H···A D-H
H···A D···A D-H···A C15-H15···Cg 0.93 2.97 3.787 (2) 147 
